Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.003 Å; R factor = 0.035; wR factor = 0.091; data-to-parameter ratio = 17.6.
Related literature
For related structures and background references, see: Xue et al. (2010a,b) .
Experimental
Crystal data [Ni(NCS) 2 (C 13 Table 1 Selected bond lengths (Å ). Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1998); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
D-HÁ
inversion center, is six-coordinated in an octahedral geometry, with two phenolate O and two imine N atoms from two Schiff base ligands defining the basal plane, and with two thiocyanate N atoms occupying the axial positions. The two amine N atoms are protonated, and form intramolecular N-H···O hydrogen bonds (Table 1) with the phenolate O atoms. The slight distortion of the octahedral coordination can be observed from the coordinate bond lengths and angles (Table 2) . anate (76 mg, 1.0 mmol), and nickel acetate tetrahydrate (249 mg, 1.0 mmol) were dissolved in methanol (80 ml). The mixture was stirred for two hours at room temperature. The resulting solution was left in air for a few days, yielding green blocks of (I).
Refinement
H2 and H5A were located from a difference Fourier map and refined isotropically, with N-H distances restrained to 0.90 (1) Å. The remaining H atoms were placed in idealized positions and constrained to ride on their parent atoms with C-H distances of 0.93-0.97 Å, and with U iso (H) set at 1.2U eq (C) and 1.5U eq (C methyl ). Figures   Fig. 1 . The structure of (I) with 30% probability displacement ellipsoids. (7) 0.0321 (7) 0.0099 (6) 0.0084 (6 
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